. Evaluation results of molpdf and DOPE of 50 models. Five models: No.14, No.18, No.19, No.28, No.38 with lowest molpdf value were pre-selected. The model with lowest DOPE value within them, No.19, was selected as the optimum one. Figure S2. Ramachandran plot of the 3-D structure of Nb02. (a) Ramachandran plot of Gly; (b) Ramachandran plot of Pro.
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. Evaluation results of molpdf and DOPE of 50 models. Five models: No.14, No.18, No.19, No.28, No.38 with lowest molpdf value were pre-selected. The model with lowest DOPE value within them, No.19, was selected as the optimum one. (b) RMSD value of clusters; (c) pre-docking structure. The CD47 ext is in blue and Nb02 in green. CDRs are in yellow, purple and red, respectively; (d) Superimposed end-docking structure. Left structure represents CD47 ext and right for Nb02 (cyan represents the structure used in the text and blue represent another end-docking structure). CDRs are in red, yellow and magenta, respectively. Figure Figure S8 . Amino acid sequences of the protein fragments used for in silico affinity maturation studies. The sequence of the VHH2 (GenBank accession number MK780744) used for experimental measurements in this work has a C-terminal His6 tag (HHHHHH) that was not included for in silico studies. The three CDR loops of the VHH are highlighted. 
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